Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.002 Å; R factor = 0.045; wR factor = 0.134; data-to-parameter ratio = 28.1.
In the title compound, C 17 H 15 NO 2 S, the thiazepine ring adopts a slightly distorted twist-boat conformation. The dihedral angle between the mean plane of the benzothiazepin ring system and the benzene ring is 65.7 (1) . In the crystal, pairs of N-HÁ Á ÁO hydrogen bonds link inversion-related molecules into dimers, generating R 2 2 (8) ring motifs. These dimers are further linked by C-HÁ Á Á andinteractions [intercentroid distance between the benzene rings of the benzothiazepine unit = 3.656 (3) Å ] into a three-dimensional supramolecular network.
Related literature
For background to the biology of thiazepin derivatives and for a related structure, see: Bakthadoss et al. (2013) . For ringpuckering parameters, see: Cremer & Pople (1975) . Triclinic, P1 a = 7.678 (5) Å b = 9.612 (5) Å c = 10.860 (5) Å = 77.208 (5) = 74.117 (4) = 81.522 (5) V = 748.5 (7) Å 3 Z = 2 Mo K radiation = 0.22 mm À1 T = 293 K 0.23 Â 0.21 Â 0.15 mm
Data collection
Bruker APEXII CCD diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.951, T max = 0.968 18449 measured reflections 5363 independent reflections 3676 reflections with I > 2(I) R int = 0.027 Refinement R[F 2 > 2(F 2 )] = 0.045 wR(F 2 ) = 0.134 S = 1.05 5363 reflections 191 parameters H-atom parameters constrained Á max = 0.28 e Å À3 Á min = À0.33 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg is the centroid of the C3-C7 benzene ring. Data collection: APEX2 (Bruker, 2004); cell refinement: APEX2 and SAINT (Bruker, 2004); data reduction: SAINT and XPREP (Bruker, 2004); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 2012); software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2009). 
3-(4-Methoxybenzyl

Comment
The background to the biology of thiazepin derivatives and a related structure have been described recently (Bakthadoss et al., 2013) . In view of this biological importance, the crystal structure of the title compound has been carried out and the results are presented here. Fig. 1 . shows a displacement ellipsoid plot of (I), with the atom numbering scheme. The seven membered thiazepine ring (N1/S1/C1/C2/C7/C8/C9) adopts slightly distorted twist-boat conformation as indicated by puckering parameters (Cremer & Pople, 1975 ) QT = 0.9884 (11) Å, φ 2 = 357.9 (1)° and φ 3 = 355.6 (3)°. The dihedral angle between the benzothiazepin ring system and the benzene ring is 65.7 (1) (1)°. The atom O1 deviates by -0.458 (1) Å from the least-squares plane of the thiazepin ring. The sum of angles at N1 atom of the thiazepin ring (359.9 0 ) is in accordance with sp 2 hybridization. The geometric parameters of the title molecule agree well with those reported for a similar structure (Bakthadoss et al., 2013) .
In the crystal, molecules are linked by N1-H1A···O1 hydrogen bonds into cylic centrosymmetric R 2 2 (8) dimers ( Fig. 2 and Table 1 ). These dimers are further linked by C17-H17B···Cg ii (Table 1 ; Symmetry code:(ii) = 1 + x, 1 + y, z) hydrogen bonds and π-π interactions between benzothiazepine benzene rings with Cg···Cg iii = 3.656 (3) Å (Symmetry code:(iii) = -x, 1 -y, 1 -z) forming a three-dimensional supramolecular network ( Fig. 3 ; Cg is the centroid of the C2-C7 benzene ring).
Experimental
A mixture of (Z)-methyl 2-(bromomethyl)-3-(4-methoxyphenyl)acrylate 2 mmol) and o-aminothiophenol (2 mmol) in the presence of potassium tert-butoxide (4.8 mmol) in dry THF (10 ml) was stirred at room temperature for 1 h. After the completion of the reaction as indicated by TLC, the reaction mixture was concentrated and the resulting crude mass was diluted with water (20 ml) and extracted with ethyl acetate (3 x 20 ml). The organic layer was washed with brine (2 x 20 ml) and dried over anhydrous sodium sulfate. It was then concentrated to successfully provide the crude final product [1, 4] thiazepin-4(5H)-one). This was purified by column chromatography on silica gel with ethylacetate/hexane 1:19 as eluent to afford the title compound in good yield (45%). Single crystals suitable for Xray diffraction were obtained by slow evaporation of an ethylacetate solution at room temperature.
Refinement
All the H atoms were positioned geometrically and constrained to ride on their parent atom with C-H = 0.93-0.97 Å and N-H = 0.86 Å, and with U iso (H)=1.5U eq for methyl H atoms and 1.2U eq (C) for other H atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Computing details
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 0.42839 (17) C9-C1-S1 125.87 (10) C9-C10-H10B 108.6 C9-C1-H1 117.1 H10A-C10-H10B 107.6 S1-C1-H1 117.1 C12-C11-C16 117.91 (12) C7-C2-C3 119.01 (14) C12-C11-C10 121.68 (12) C7-C2-S1 120.68 (11) C16-C11-C10 120.41 (12) C3-C2-S1 120.27 (12) C11-C12-C13 121.51 (13) 
